Thec ompoundw as prepared upon reacting benzoyl isothiocyanatew itha spartic acid dimethyl esterh ydrochloridei na cetone.
Discussion
Chelatel igandsh ave foundw idespreadu se in coordination chemistry as coordination compounds formed by them show a markedly higher stability than coordination compounds formed from comparable but exclusively monodentate ligand systems. Mixed N,S,O ligandsystemsare especially interesting in this aspect as theyoffer aset of donor atoms of variable Lewis acidity andcan,therefore, probefor prefereable binding sites. The incorporation of the aforementioned set of atomsi nam ixed ketothioketo-amide environment, in addition, offers the possibility of N-H tautomerization involving the two double-bonded atoms, thus enhancing the versatility of the ligand system.Incontinuation of our ongoing research on the field of N,S,O ligands, the title compoundwas synthesizedand its crystal andm olecular structure wasd etermined. Them olecular and crystal structure of a heterocyclic molecule that bears thetitle compound as annealed side-chain is apparent in theliterature [1] . The title compound is a derivative of aspacrtic acid bearing ah ighly-functionalized butyl-derived side-chain. The least-squares planes as defined by the carbon atomsofthe phenyl group on the one hand and the nonhydrogen atomsofthis side chain on the other hand enclose an angle of 18.77(6)°while the least-squares planes as defined by the respective non-hydrogen atomsofthe methylester side-chains intersect with the plane defined by the butyl-derived side-chain at angles of 37.26(6)°and 65.82(5)°. The latter two planes as such areorientated nearly perpendicular towardseachother,the corresponding angle of intersection is found to be 80.04(6)°. The planarization of the butyl-derived side-chain (r.m.s of all fitted non-hydrogen atoms=0.0385 Å, with one of the nitrogen atoms deviating most from it by 0.0669(8) Å) as well as the co-planarity of the phenyl group can be explained by assuming amide-type resonance spanning the whole ensemble. The C=S bond length, however, is not supportive of involving the latter in resonance as its value of 1.6709(12) Åiseven slightly below the most common values reported for molecular structures featuring comparable N-(C=S)-N moieties in the Cambridge Structural Database [2] . In the crystal structure, classical hydrogen bonds of the N-H×××O type are observed. One of the hydrogen bonds is intramolecular in nature with the ketonic oxygen atom of the butyl-derived sidechain as acceptor, the other one is formed between N1 and the O4 atom of aneighbouring molecule. In total, the molecules are connected to infinite chains along the crystallographic a axis.I n terms of graph-set analysis [3, 4] , the descriptor for the classical hydrogen bonds is S(6)C (2) 
